Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.054; wR factor = 0.121; data-to-parameter ratio = 21.3.
Related literature
For the biological activities of pyrazoles, see: Burger & Iorio (1979) ; Holla et al. (1994) ; Kalluraya & Chimbalkar (2001) ; Windholz (1976) ; Wolff (1980) . For bond-length data, see: Allen et al. (1987) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data C 27 H 23 ClN 4 O 2 M r = 470.94 Monoclinic, P2 1 =c a = 10.8809 (2) Å b = 11.2046 (2) Å c = 18.9376 (3) Å = 97.994 (1) V = 2286.36 (7) Å 3 Z = 4 Mo K radiation = 0.20 mm À1 T = 100.0 (1) K 0.41 Â 0.13 Â 0.07 mm
Data collection
Bruker SMART APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.923, T max = 0.987 26858 measured reflections 6751 independent reflections 4614 reflections with I > 2(I) R int = 0.072 Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.121 S = 1.02 6751 reflections 317 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.46 e Å À3 Á min = À0.36 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; Ày À 1 2 ; z À 1 2 ; (ii) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (iii) Àx þ 1; Ày; Àz; (iv) Àx þ 1; Ày; Àz þ 1. Cg1 is the centroid of the C11-C16 ring.
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003 
4-
[(4-Chlorophenyl)(5-hydroxy-3-methyl-1-phenyl-1H-pyrazol-4-yl)methyl]-5-methyl-2-phenyl-1H-pyrazol- 3(2H)-onewR(F 2 ) = 0.121 w = 1/[σ 2 (F o 2 ) + (0.0491P) 2 + 0.4127P] where P = (F o 2 + 2F c 2 )/3 S = 1.02 (Δ/σ) max = 0.
Special details
Experimental. The data was collected with the Oxford Cyrosystem Cobra low-temperature attachment. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0226 (7) 0.0120 (6) −0.0015 (5) 0.0034 (5) 0.0031 (5) N1 0.0187 (8) 0.0152 (7) 0.0100 (7) −0.0037 (6) 0.0032 (6) −0.0012 (5) N2 0.0206 (8) 0.0166 (7) 0.0102 (7) −0.0027 (6) 0.0042 (6) −0.0034 (5) N3 0.0179 (7) 0.0178 (7) 0.0119 (7) 0.0001 (6) 0.0049 (5) 0.0015 (6) N4 0.0181 (8) 0.0180 (7) 0.0099 (7) −0.0006 (6) 0.0019 (6) 0.0016 (5) C1 0.0184 (9) 0.0245 (9) 0.0127 (8) 0.0018 (7) 0.0027 (7) 0.0006 (7) C2 0.0183 (9) 0.0264 (10) 0.0208 (9) −0.0015 (8) 0.0062 (7) −0.0010 (8) C3 0.0250 (10) 0.0218 (9) 0.0210 (9) 0.0004 (8) 0.0124 (8) 0.0024 (7) C4 0.0253 (10) 0.0216 (9) 0.0114 (8) 0.0039 (8) 0.0062 (7) 0.0028 (7) C5 0.0178 (9) 0.0191 (9) 0.0136 (8) 0.0014 (7) 0.0021 (7) −0.0002 (7) C6 0.0166 (9) 0.0163 (8) 0.0114 (8) 0.0015 (7) 0.0057 (6) 0.0015 (6) C7 0.0176 (9) 0.0149 (8) 0.0093 (7) 0.0035 (7) 0.0026 (6) 0.0011 (6) C8 0.0149 (8) 0.0135 (7) 0.0091 (7) 0.0009 (7) 0.0020 (6) 0.0006 (6) C9 0.0162 (8) 0.0148 (8) 0.0109 (7) 0.0020 (7) 0.0027 (6) 0.0017 (6) C10 0.0159 (8) 0.0126 (8) 0.0106 (7) −0.0022 (7) 0.0033 (6) 0.0007 (6) C11 0.0172 (9) 0.0178 (8) 0.0070 (7) 0.0003 (7) 0.0039 (6) 0.0009 (6) C12 0.0165 (9) 0.0179 (8) 0.0150 (8) −0.0022 (7) 0.0018 (7) 0.0000 (7) C13 0.0210 (9) 0.0168 (8) 0.0172 (8) 0.0003 (7) 0.0046 (7) −0.0003 (7) C14 0.0175 (9) 0.0224 (9) 0.0132 (8) 0.0051 (7) 0.0033 (7) 0.0010 (7) C15 0.0143 (9) 0.0251 (9) 0.0189 (9) −0.0019 (7) 0.0026 (7) 0.0000 (7) C16 0.0195 (9) 0.0174 (8) 0.0133 (8) −0.0026 (7) 0.0037 (7) −0.0001 (6) C17 0.0173 (8) 0.0133 (8) 0.0092 (7) 0.0008 (7) 0.0035 (6) 0.0007 (6) C18 0.0190 (9) 0.0142 (8) 0.0116 (7) 0.0005 (7) 0.0030 (6) 0.0000 (6) C19 0.0199 (9) 0.0129 (8) 0.0106 (7) 0.0012 (7) 0.0043 (6) 0.0003 (6) C20 0.0201 (9) 0.0174 (8) 0.0114 (8) −0.0011 (7) −0.0008 (7) 0.0025 (6) C21 0.0244 (10) 0.0213 (9) 0.0197 (9) 0.0043 (8) 0.0013 (7) −0.0014 (7) C22 0.0247 (10) 0.0277 (10) 0.0280 (10) 0.0033 (9) −0.0003 (8) 0.0049 (8) C23 0.0280 (11) 0.0364 (12) 0.0237 (10) −0.0040 (9) −0.0078 (8) 0.0058 (9) C24 0.0329 (12) 0.0381 (12) 0.0125 (9) −0.0084 (10) −0.0008 (8) −0.0003 (8) C25
0.0244 (10) 0.0256 (10) 0.0154 (9) −0.0008 (8) 0.0043 (7) 0.0005 (7) C26 0.0232 (10) 0.0211 (9) 0.0140 (8) −0.0055 (8) 0.0021 (7) −0.0014 (7) C27 0.0220 (10) 0.0260 (9) 0.0120 (8) −0.0021 (8) 0.0046 (7) 0.0036 (7) Geometric parameters (Å, °) (17) 176 (3) N2-H1N2···N3 i 0.86 (1) 1.90 (1) 2.7544 (19) 174 (2) C13-H13A···O2 ii 0.95 2.58 3.375 (2) 142 C4-H4A···Cg1 iii 0.95 2.67 3.5088 (18) 147 C24-H24A···Cg1 iv 0.95 2.86 3.745 (2) 
